Key indicators: single-crystal X-ray study; T = 90 K; mean (C-C) = 0.002 Å; R factor = 0.027; wR factor = 0.068; data-to-parameter ratio = 12.7.
The title structure (systematic name: 9-hydroxymethyl-3,6-dimethyl-3-methylene-2,7-dioxo-3,3a,4,5,9a,9b-hexahydroazuleno[4,5-b] furan-4-yl acetate hemihydrate), C 17 H 20 O 6 Á0.5H 2 O, from Lactuca floridana, has two independent sesquiterpene lactone molecules in the asymmetric unit. Both have their seven-membered rings in the chair conformation. In the crystal, the OH groups and the water molecule form classical O-HÁ Á ÁO hydrogen bonds with OÁ Á ÁO distances in the range 2.6750 (17)-2.8160 (18) Å .
Related literature
For phytochemical reports of the title compound, see: Bohlmann et al. (1981) ; Djordjevic et al. (2004) ; Sarg et al. (1982) ; Song et al. (1995) . The crystal structures of several related compounds have been reported: 8--hydroxyachillin (Campos et al., 1989) ; matricarin (Parvez et al., 2002) ; lactucin (Ruban et al., 1978) ; lactucopicrin (Ren et al., 2003) ; absolute configuration of sesquiterpene lactones Fischer et al. (1979) . For analysis of Bijvoet pairs, see: Hooft et al. (2008) .
Experimental
Crystal data Á min = À0.14 e Å
À3
Absolute structure: Flack (1983), 2516 Friedel pairs Flack parameter: À0.01 (10) Table 1 Hydrogen-bond geometry (Å , ). Hydrogen bonding involves the OH groups, the water molecule, and the acetate CO group, and forms double-strand chains along [0 1 0]. In each chain, the alternation of hydrogen bonds is (O6A-H···O6-H···H 2 O···) n .
The absolute configuration was determined by refinement of the Flack (1983) parameter, based on resonant scattering of the light atoms. It agrees with that of lactucin (Ruban et al., 1978) and with the accepted configuration of sesquiterpene lactones from higher plants (Fischer et al., 1979) . Analysis of the Bijvoet pairs using the method of Hooft et al. (2008) yielded y = 0.03 (4) for this structure, confirming the absolute configuration.
Experimental
Isolation of the title compound from Lactuca floridana has been described (Bohlmann et al., 1981; Song et al., 1995) .
Crystals were grown by evaporation from ethyl acetate.
Refinement
H atoms on C were placed in idealized positions with C-H distances 0.95 -1.00 Å and thereafter treated as riding. Coordinates for the H atoms on O were refined. U iso for H was assigned as 1.2 times U eq of the attached atoms (1.5 for methyl and OH). A torsional parameter was refined for each methyl group. Fig. 1 . Ellipsoids at the 50% probability level, with H atoms having arbitrary radius. Both molecules are shown in the same orientation. 
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